Chemometric analysis of retention data from salting-out thin-layer chromatography in relation to structural parameters and biological activity of chosen sulphonamides.
Salting-out thin-layer chromatography of several chosen sulphonamides on silica gel has been examined with aqueous solutions of salts: sulphates, chlorides, nitrates, phosphates, acetates, thiocyanates. It was established that applied salts have different effects on retention of sulphonamides accordingly to Hofmeister's clasification (e.g. kosmotropes, chaotropes and neutral). The parameters of the linear regression analysis of dependences between the R(M) values and concentration of the salt in the eluent system were correlated with QSAR ones. It appeared that chromatographic parameters obtained by SOTLC method reflect not only physico-chemical properties of examined compounds but also they include information about their activity. 3D graph revealing pharmacological properties of analytes was constructed. Universal character of this method for predicting and classification of drug containing sulphonamide group was confirmed by localisation of additional compounds structurally similar but acting antagonistically towards sulphonamides.